Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.003 Å; R factor = 0.025; wR factor = 0.060; data-to-parameter ratio = 19.4.
Refinement R[F 2 > 2(F 2 )] = 0.025 wR(F 2 ) = 0.060 S = 1.01 8149 reflections 419 parameters H-atom parameters constrained Á max = 0.65 e Å À3 Á min = À0.88 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày þ 2; Àz; (ii) Àx þ 2; Ày þ 1; Àz þ 1; (iii) x À 1; y; z.
Data collection: APEX2 (Bruker, 2009); cell refinement: SAINT (Bruker, 2009); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 1998); software used to prepare material for publication: SHELXL97.
Figure 1
The molecular structure of the title compound with the atom numbering scheme. Displacement ellipsoids are drawn at the 50% probability level. H atoms are presented as small spheres of arbitrary radius.
Figure 2
A view of the C-H···O interactions (dotted lines) in the crystal structure of the title compound. H atoms nonparticipating in hydrogen-bonding were omitted for clarity. [Symmetry codes: (i) -x + 1, -y + 2, -z; (ii) -x + 2, -y + 1, - y, z.] supplementary materials sup-3 Acta Cryst. (2012). E68, o3192
Figure 3
A view of the I···O interactions (dotted lines) in the crystal structure of the title compound. All H atoms were omitted for clarity. [Symmetry codes: where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max = 0.001 Δρ max = 0.65 e Å −3 Δρ min = −0.88 e Å −3 Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
2-(4-Fluorophenyl)-5-iodo-3-isopropylsulfonyl-1-benzofuran

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq I1 0.326089 (13) 0.662386 (14) 0.466164 (12) 0.03553 (5) (9) 0.0236 (9) −0.0076 (7) 0.0031 (7) −0.0076 (7) C2 0.0194 (9) 0.0206 (9) 0.0257 (9) −0.0057 (7) 0.0009 (7) −0.0098 (7) C3 0.0241 (9) 0.0218 (9) 0.0256 (9) −0.0073 (7) 0.0025 (7) −0.0074 (7) C4 0.0235 (9) 0.0237 (9) 0.0311 (10) −0.0103 (8) 0.0070 (8) −0.0130 (8) C5 0.0203 (9) 0.0251 (9) 0.0392 (11) −0.0077 (8) 0.0014 (8) −0.0133 (9) C6 0.0228 (9) 0.0242 (9) 0.0308 (10) −0.0066 (8) −0.0038 (8) −0.0057 (8) C7 0.0234 (9) 0.0228 (9) 0.0235 (9) −0.0094 (7) 0.0017 (7) −0.0072 (7) C8 0.0225 (9) 0.0260 (9) 0.0246 (9) −0.0088 (8) 0.0002 (7) −0.0098 (8) C9
0.0251 (10) 0.0446 (12) 0.0204 (9) −0.0172 (9) 0.0004 (7) −0.0101 (9) C10 0.0270 (11) 0.0594 (15) 0.0297 (11) −0.0122 (11) 0.0021 (9) −0.0196 (11) (6) H16A-C16-H16C 109.5 C21-I2-O3 ii 170.66 (6) H16B-C16-H16C 109.5 O2-S1-O3 117.87 (9) C15-C17-H17A 109.5 O2-S1-C1 106.58 (9) C15-C17-H17B 109.5 O3-S1-C1 109.02 (9) H17A-C17-H17B 109.5 O2-S1-C15 108.55 (10) C15-C17-H17C 109.5 O3-S1-C15 107.76 (10) H17A-C17-H17C 109.5
Hydrogen-bond geometry (Å, º) 
